Supporting Material
Discussion: Property Space Description of the Native State and Unfolding Pathway of EnHD Table S1 : Simulation Properties for Native Simulations † A total of 654 reported NOEs were used for comparison (7). NOEs were calculated over the reference set in column 4. An NOE was considered satisfied if the r -6 weighted distance between protons was ≤ 5.5 Å. § Center of mass was calculated over all heavy atoms for both residues listed, and the distance between the two centers of mass is reported. ¶ SASA was calculated as specified over residues 8-53 or just Trp 48 using the Lee and Richards algorithm (9). || Two residues were considered to be in contact if the distance between at least one heavy atom from each was less than 5.4 Å for carbon/carbon pairs and 4.6 Å for all other pairs.
Fig. S4: Structures from the Successful Quench Simulation
Front and side views of structures from the quench simulation are shown every 100 ns as are structures from significant time points in the simulation. 2 ns: 4 HI-HII contacts formed; 100 ns: α-helix formed in the N-terminus and the final HI-HII contact formed; 122.210 ns: refolding TS; 232.260 ns: lowest mean distance to 319 K reference set (0.15); 394.596 ns: unfolding TS; 570 ns: HI-HII break apart; 698.600 ns: final structure from the simulation.
Fig. S5: Contact Lifetimes by Contact Type
Contact lifetimes for polar-polar (N=16,664,486), polar-nonpolar (N=55,431,889), and nonpolarnonpolar (N=106,420,355) contacts for one 700-ns simulation at 319 K. A line was fitted to the data on a log-log plot, and the resulting slopes are indicated in the legend. More negative slopes indicate that shorter lifetimes dominate over longer, thus polar-polar contacts are longer-lived than nonpolar-nonpolar contacts at this temperature.
